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SMARTS code of all the 68 possible fused, spiro and bridged bicyclic acetals containing rings composed by 3
to 8 atoms



SMARTS

Knime report powered by Birt

"Rule" "Class' "SMARTS Viewer "SMARTS"'
Representation”
[313] Fused bi CyCl ic acetal [#8]-1-[#6]-2-[#8]-[#6]-1-2 [#8] '1'[#6] '2'[#8] '[#6] -1-2
AVAN
C o
[4,3] Fused bi cycI ic acetal [#6]-1-{#8]-[#6]-2-[#8]-1#6]~1-2 [#6] -l-[#8] -[#6] -2-[#8] -[#6] ~1-2
o \/ /C C
]
[4:4] Fused bi CyCl ic aceta (#61-1-[H8]-#6]-2-(#8]-[H6]~(*]~1~2 [#6] _1_[#8] _[#6] _2_[#8] -
[#6]~[*]~1~2
[5,3] Fused bi CyCl ic acetd [#6]~1~[*1~[#6]-2-[#8]-[#6]-2-(#8]-1 [#6] "’1“‘[* ] “‘[#6] -2'[#8] -[#6] -2-
[#8]-1
S
[5,4] Fused bi CyC”C aceta (#6]-1[#8]-[#6]-2-(#8]-[#6]~[*]~["]~1~2 [#6]_1[#8]_[#6] _2_[#8]_
[#6]~[*]~{*]~1~2
C \O
/
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"Rule" "Class" "SMARTS Viewer "SMARTS"
Representation”
[5.5] Fused bicyclic acetal [#6]~1~[*~[* |~2~* |~[#6]-[#8]-
[46]~2-[#8]-1
C \O
[6,3] Fused bi CyC| ic acetd [1~1~[#6]-[#8]-[#61-2-[#8]-[#6]-2~["]~1 [* ] "'1“‘[#6] -[#8] -[#6] “'2-[#8] -
[#6]-2~[*]~1
C / ’ \ C
\ ()
-
[6,4] Fused bicydlic acetal [#6]-1-[#8]-[#6]-2-[5]-
[#6]~{*]~[*]~[*]~1~2
C \O
/
C /O
[6,5] Fused bicyclic acetal [#6]~1~[*]~[*]~2~[*]~[*]~[#6] -
[4#8]-[#6]~2-[#8]-1
c \O
C \o
/
[6,6] Fused bicyclic acetal '-{46HH8 6L 2 LG -T2 1 [*]~1~[#6]-[#8]-[#6]-2-[#8]-
[#6]~[*]~[*]~[*]~2~[*]~1
NN
[7,3] Fused bi CyCl ic acetal [0~ - (76)-2-#8){#6)-2- {48} {r6)-1 [* ] -1“‘[*] "’[* ] "‘[#6] "‘2-[#8] '[#6] -2-

[#8]-[#6]~1
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"Rule" "Class" "SMARTS Viewer "SMARTS"
Representation”
[7.4] Fused bicyclic acetal : [#6]-1-[#8]-[#6]-2-[#8]-
[#61~[*1~[*1~[*]~*]~1~2
.,
/
\O
e
[7.9] Fused bicyclic acetal [#6]-1~[*]~[*]-2~[*1~[*]~[*]~[#6]
[#8]-[#6]~2-[#8]-1
[7.6] Fused bicyclic acetal [*]-1~[#6]-[#8]-[#6]-2-[#8]-
[#61~[*1~[*1~[*]~{*]~2~[*]~1
[7.7] Fused bicyclic acetal [*1-1~[* 1~ 1~ 1-2~(* ]~ 1~
. [#8]-[#6] ~2-[#8]-[#6] ~1
\O
/
\O
\C
[8,3] Fused bi cycI ic acetal 1101 W61 481 4612481461211 [* ] ~1~[*] ~[#6] —[#8] -[#6] -2-[#8] -
[#6]-2~[*]~[*]~1
~,
\C
/N
[8,4] Fused bicyclic acetal 1086212 [#6]-1-[#8]-[#6]-2-[#8] -
[#61~[*1~[*1~[*]~[*1~[*]~1~2
/° ~ ",

Date: Jul 25, 2018 9:18 AM

www.knime.com

Author: FSadivar




"Rule" "Class" "SMARTS Viewer "SMARTS"
Representation”
[8,5] Fused bicyclic acetal BRI C e e 62 v [#6] 1~[~k] [*],,2,,[*] [*] [*] [*]
[#8]-[#6]~2-[#8]-1
\
/
\o
/
[8,6] Fused bicyclic acetal [*]-1~[#6]-[#8]-[#6]-2-[#8]-
[H#E1~[*1~T*1~T*1~*1~*1~2~[*]~1
[87] Fused bicyclic acetal i o g i B i A
[#8]-[#6] ~2-[#8]-[#6] ~1
(\o
/
\o
\
[8,8] Fused bicyclic acetal [*]-1~[*]1~[#6]-[#8]-[#6]~2-[#8]-
[HE]~[* 1~T*1~T*1~T*1~T*1~2~[*1~T
(\0\
n/(
\
2-5-dioxabicyclo[2.1.1]hexane Bridged bicyclic (J-1~{#6]-2-#6)-[H8)-[Ho]-1-1#8]-2 [*]-1~[#6]-2-[#6]-[#8]-[#6]~1-
[#8]-2
C\\O //C
5,6-dioxabi cyclo[2.2.1] hexane Bridged bi cycI ic [1-1-[1~[#6]-2-[#8]-[#6]~1-[#8]-2 [*]-1~[*]~[#6]-2-[#8]-[#6]~1—
[#8]-2
C /O \ C
\O P
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"Rule" "Class' "SMARTS Viewer "SMARTS"
Representation”
6,7-dioxacicyclo[3.1.1]heptane Bridged bicyclic (I~ 2w )11 ) 2 [*]-1~[*]~[#6]-2-[#8]-[#6]
(~[*1~1)-[#8]-2
C \ .
o \ !
2,6-dioxabicyclo[3.1.1]heptane  |Bridged bicyclic (14612141145 461114512 [*]-1~[#6]-2~[*]~[#6]-[#3]-
[#6]~1-[#8]-2
/ T \
2,6-dioxabi CyC| 0[221] heptane Bri dged bi CyC| ic (#6]-1-(48]-(#61~2~("1~["]-1~{#6]-(#8]-2 [#6] -]_-[#8] -

[#6]~2~[*]~{*]~1~{#6]-[#8] -2

2,7-dioxabicyclo [2.2.1]heptane

Bridged bicyclic

[*1-1~[*]~[#6]-2-[#8]-[#6]~[#6]~1-[#8]-2

[*]-1~{*]~[#6]-2-[#8]-
[#6]~[#6]~1-[#8]-2

2,7-dioxabicyclo[4.1.1]octane Bridged bicyclic (111061 21~ - W6 (151611 {1512 [*]-1~[#6]-2~[*]~[*]~[#6]-[#8]-
[46]~1-[#8] -2
7,8-dioxabi CyCl 0[4 11] octane Bri dged bi CyCl ic (#81-1-(#6]-2~ [ 1~[*1~{*]~[*1~[#6]-1-(#8]-2 [#8] -1-

[#6]-2~[*]~[*]~[*]~{*]~[#6]-1-
[#8]-2
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"Rule" "Class' "SMARTS Viewer "SMARTS"
Representation”
6,8-dioxabicyclo[3.2.1]octane Bridged bicyclic [#6]-1-[#8]-
[#6]-2~[*]~[*]~[*]~[#6]~1-[#8]-2
C /O \ C
2,7-dioxabicyclo[3.2.1]octane Bridged bicyclic A e 2 [#6]-1-[#8]-
[#6]-2~[*]~[*]~1~[*] ~[#6]-[#8]-2
/O

2,8-dioxabicyclo[3.2.1]octane

Bridged bicyclic

[*]-1~{*]~[#6]-2-[#8]-
[#6]~1~[*]~{#6]-[#8]-2

2,6-dioxabicyclo[2.2.2] octane

Bridged bicyclic

[*)-1~[*)~(#6)-2-[#8)-[#6]~[*]~1~[#6]-[#8]-2

[*]-1~{*]~[#6]-2-[#8]-
[#6]~*]~1~{#6]-[#8] -2

2,8-dioxabi CyCI 0[5 11] nonane Bri dged bi C'yCl ic [ 11~[#61-2~( {1 - (761 18] 4611 {58)2 [* ] -1"[#6] '2"“[*] "[* ] "[*] "[#6] -
[48]-[#6]~1-[#8]-2
8,9-dioxabicyclo[5.1.1]nonane Bridged bicyclic CLA 86} 2 4561113 9812 [*]-1~[*]~[*]1~[#6]-2-[#8]-[#6]

T 1~*1-D)-[#8]-2
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"Rule" "Class" "SMARTS Viewer "SMARTS"
Representation”
2,8-dioxabicyclo[3.3.1]nonane Bridged bicyclic e [#6]-1~[*]~[*]~2~[*]~[#6]-[#3]-
[#6](~*]~2)-[#8]-1
L
c /O
2,9-dioxabicyclo [3.3.1] nonane  [Bridged bicyclic [*]-1~[*]~[#6]~2~[*]~[#6]-[#8]-
[#6](~[*]~1)-[#8]-2
L
I

2,9-dioxabicyclo[4.2.1]nonane

Bridged bicyclic

(#6)-1-[#8]-[#6]-2~[*]~[*}~1~[*]~(*]~[#6)-[#8]-2

[#6]-1-[#8] -
[#6]-2~[*]~[*]~1~[*]~[*]~{#6]-
[#8]-2

7,9-dioxabicyclo[4.2.1]nonane

Bridged bicyclic

(#6]-1-[#8]-[#6]-2~[*]~[*)~[*]~[*]~[#6]~1-[#8]-2

[#6]-1-[#8]-
[#6]-2~[*]~[*]~[*]~{*]~[#6]~1-
[#8]-2

2,8-dioxabicyclo[4.2.1]nonane Bridged bicyclic [*]-1~[*]~[#6]-2-[#8]-
[#6]~1~[*]~{*]~[#6]-[#8]-2
NS
2,7-dioxabicyclo[3.2.2]nonane Bridged bicyclic [*]-1~[*]~[#6]-2-[#8]-

[#6]~[*]~1~{*]~[#6]-[#8]-2
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"RU|8”

"Class'

"SMARTS Viewer
Representation”

"SMARTS"

6,9-dioxabicyclo[3.2.2]nonane

Bridged bicyclic

(#6)-1-(#8]-(#6]-2~(*]~[*]~[*]~[*]~1~[#6]-[#8]-2

[#6]-1-[#8]-
[#6]-2~[*]~[*]~[*]~[*]~1~[#6]-
[#8]-2

7,10-dioxabicyclo[4.2.2] decane

Bridged bicyclic

[#6]-1-[#8]-(#6]-2~[*]~[*]~["]~["]~["]~1~[#6]-[#8]-2

[#6]-1-[#8] -
[#6]-2~[*]~[*]~[*]~[*]-[*]~1~[#6
[48]-2

2,8-dioxabicyclo[4.2.2]decane

Bridged bicyclic

[1-1~[")~[#6]-2-[#8])- [#6]~["]~1~["]~[*]~[#6]-[#8]-2

[*]-1~{*]~[#6]-2-[#8]-
[#6]~[*]~1~{*]~[*]~[#6]-[#8]-2

2,8-dioxabicyclo[3.3.2]decane

Bridged bicyclic

[#6]-1~(*)~(*]-2~[*]~[#6)-[#8)-(#6](~[*]~["]-2)-#8]-1

[#6]-1~*]~[*]~2~[*]~[#6]-[#3]-
[#6](~{*]~[*]~2)-[#8]-1

2,9-dioxabicyclo[3.3.2]decane Bridged bicyclic [*1-1~[*1~[*]-2~[*]~[#6]-[#8]-
[#6] (~[*]~1)-[#8]-[#6]~2
c / ° \ C
\O
e
2,8-dioxabicyclo[3.3.3Jundecane |Bridged bicyclic o [*1-1~[*]~[*]-2~[*]~[#6]-[#8]-

[#6](~{*]~1)-[#8]-[#6] ~{*]~2
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"Rule" "Class' "SMARTS Viewer "SMARTS"

Representation”
[3,3]8 Sp| roacetals [#6]1-[#8]C11[#6]-[#8]1 [#6] 1_[#8] Cll[#ﬁ]_[#s]l
[4,3]8 Spl roacetals [#611-[#8)C11[*)~[#6]-(#8]1 [#6] 1-[#8] Cll[*]"’[#G]-[#B] 1

[4,4]S Spiroacetals [#6-1-IC2(( -6 #8148 L [#6]-1~[*]C2([*] ~[#6]-[#8]2)
[#8]-1
X
[53]S Spiroacetals [#6] 1-[#8] C11[*]~[*]~[#6]-[#8] 1
o %\ o/C
\C
[54]S Spiroacetals [#6]-1~[* | C2([*]~[*]~[#6]-[#8]2)
[#8]-1
c \0
| /

[5,5]S Spiroacetals [*]-1~[#6]-[#8] C2([*]~1)

[*]~{*]~[#6]-[#8]2
\0
\C
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"RU|8”

"Class'

"SMARTS Viewer
Representation”

"SMARTS"

[6,3]S Spiroacetals [#6] 1-[#8] C11[* |~[*]~[*]~[#6]-
[#8]1
. />@\ 7 )
\C
[6.4]S Spiroacetals [#6]-1~[*]C2([* ]~[*]~[*]~[#6]-
[#8]2)[#8]-1
[6,5]S Spiroacetals [*]-1~[#6]-[#8]C2([*]~1)
[*1~[*1~[*1~[#6]-[#8]2
[6.,6]S Spiroacetals [*1~1~[*]~[*1C2([*]~[*]~[*] ~[#6]
[#8]2)[#8]-[#6]~1
[7,3]S Spiroacetals [ [#6]1-
%zg}<1311[*]~[*]~[*]~[*]~[#6]-
—° \%//\
[7.4]S Spiroacetals [#6]-1~[*]C2([*]~[*]~[*]~[*]~[#6

[#8]2)[#8]-1
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"RU|8”

"Class'

"SMARTS Viewer

"SMARTS"

Representation”
[7,5]S Spiroacetals RO [*]-1~[#6]-[#8]C2([*]~1)
(1~ 1~ 1~ 1~[#6]-[#8] 2
o
/o%o
[7.6]S Spiroacetals [*]-1~[*]~[*1C2([*]~[*I~[*]~[*]~1
[#8]2)[#8]-[#6]~1
C\o
%0\
[7.7]S Spiroacetal's [*]-1~[*]~[#6]-[#8] C2([*]~[*]~1)
(1~ 1~ 1~ ]~[#6]-[#8] 2
/
0
/
[8,3]S Spiroacetals [#6]1-
[#B]C1A[*~[*]~[*]~[*]~[*]~[#6]-
[#8]1
[84]S Spiroacetals [#6]-1~[*1C2([* ]~[*]~[*]~[*]~[*]T-
[#8]2)[#8]-1
[8,5]S Spiroacetals [*]-1~[#6]-[#8]C2([*]~1)

o el o el el e W  CEST R B
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"Rule" "Class" "SMARTS Viewer "SMARTS'
Representation”
[86]S Spircacetals B (-1~ 1~ C2(* 1~ 1~ ~{*1
[#8]2)[#8]-[#6]~1
|
%"\(
[87]S Spiroacetals [*]-1~[*]~[#6]-[#8] C2([*]~[*]~1)
(1~ 1~ 1~ 1~ 1 ~[#6]-[#8] 2
P
y Q%
[8.8]S Spiroacetal's [*1-1~[* I~ 1~ 1C2([* 1~[*1~[* ]~

[#8]2)[#8]-[#6]~[*]1~1
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